Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.038; wR factor = 0.096; data-to-parameter ratio = 13.7.
Related literature
For background to potassium organotrifluoroborate salts in organic synthesis, see: Caracelli et al. (2007) ; Stefani et al. (2007) ; Vieira et al. (2008) . For related structures, see: Le & Pagenkopf (2004) ; Zukerman-Schpector et al. (2009) . For conformational analysis, see: Cremer & Pople (1975) ; Iulek & Zukerman-Schpector (1997) . 
Data collection
Bruker SMART APEXII diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.911, T max = 1 32445 measured reflections 2382 independent reflections 1727 reflections with I > 2(I) R int = 0.083 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.096 S = 1.04 2382 reflections 174 parameters H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày; Àz þ 1; (ii) Àx þ 3 2 ; y þ 1 2 ; z.
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: WinGX (Farrugia, 1999 
Comment
The potential use of potassium organotrifluoroborate salts as intermediates in organic synthesis motivates continuing interest (Caracelli et al., 2007; Stefani et al., 2007; Vieira et al. 2008) . As a part of on-going studies, the crystal structure of the title compound, (I), is reported herein, which was obtained by the Suzuki-Miyaura palladium-catalyzed cross-coupling reaction of 5-iodo-1,3-dioxin-4-one and a potassium alkynyltrifluoroborate salt.
The molecular structure of (I), Fig. 1 , shows the 1,3-dioxin-4-one ring to adopt a half-boat conformation with the C12 atom being displaced 0.546 (1) Å out of the plane defined by the remaining five atoms. The ring-puckering parameters are q 2 = 0.346 (2) Å, q 3 = 0.182 (2) Å, Q = 0.391 (2) Å, and φ 2 = 299.3 (3)° (Cremer & Pople, 1975; Iulek & Zukerman-Schpector, 1997) . A similar conformation has been observed in related structures containing the 1,3-dioxin-4-one ring (Le & Pagenkopf, 2004; Zukerman-Schpector et al., 2009) . The presence of C-H···O contacts involving the bifurcated carbonyl-O1 atom interacting with two different molecules leads to a layer architecture in the ab plane, Fig. 2 . These stack along the c direction to form the crystal structure.
Experimental
The treatment of potassium p-tolylethynyltrifluoroborate (244 mg, 1.1 equiv) with K 2 CO 3 (2 mmol, 276 mg) in 3 ml of degassed THF water (2:1) under an inert atmosphere, followed by the addition of PdCl 2 (3.5 mg, 2.0 mol%) and 2,2,6-trimethyl-5-iodo-1,3-dioxin-4-one 1 (1.0 equiv) with vigorous stirring for 3 h at 353 K, afforded compound (I) in 72% yield after column chromatography. Single crystals were obtained by slow evaporation from ethyl acetate.
Refinement
The H atoms were positioned with idealized geometry using a riding model with C-H = 0.95-0.98 Å, and with U iso set to 1.2 times (1.5 for methyl) U eq (parent atom). Fig. 1 . The molecular structure of (I) showing atom labelling scheme and displacement ellipsoids at the 50% probability level (arbitrary spheres for the H atoms). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0285 (7) 0.0213 (7) 0.0350 (8) 0.0050 (6) −0.0016 (6) −0.0007 (6) O2 0.0197 (7) 0.0194 (7) 0.0322 (7) 0.0015 (6) −0.0015 (6) −0.0009 (6) O3 0.0202 (7) 0.0228 (7) 0.0244 (6) 0.0018 (6) −0.0003 (5) 0.0029 (6) 
